Experimental Section
Infrared spectra (IR) were measured on a Fourier transform infrared spectrometer (FT-IR). Absorption intensities are recorded by the following abbreviations: s, strong; m, medium; and w, weak. Proton NMR spectra were obtained on a Varian Mercury-400 (400 MHz) or a Bruker AV-400 (400 MHz) spectrometer by use of dimethylsulfoxide-d6 as the solvent. Carbon-13 NMR spectra were obtained on a Varian Mercury-400 (100 MHz) or a Bruker AV-400 (100 MHz) spectrometer. The residual solvent peaks, dH 2.50 ppm and dC 39.5 ppm for DMSO-d6, were used as references. Multiplicities are recorded by the following abbreviations: s, singlet; d, doublet; t, triplet; q, quartet; m, multiplet; J, coupling constant (hertz). High-resolution mass spectra were obtained by means of a VARIAN-901 mass spectrometer. 141.71, 140.98, 140.28, 136.21, 134.53, 131.57, 130.70, 128.21, 127.04, 124.57, 123.48, 123.45, 122.39, 120.88, 120.68, 118.11; IR (KBr) 03, 144.58, 139.99, 136.26, 135.29, 133.62, 131.96, 130.28, 128.98, 127.89, 126.99, 125.64, 125.39, 123.26, 122.78, 122.71, 122.71, 120.10, 118.31, 116.72, 114.62, 113.36, 66.03, 18.53, 14.51; IR (KBr) Compound 9 1 H NMR spectrum of salt 9
13 C NMR spectrum of salt 9 IR spectrum of salt 9 Table S1 . XIAP-BIR1 thermal stability and affinity for NF023 like molecules moieties. Thermal shift assays to monitor unfolding of 80 µM XIAP-BIR1 (~1 mg/ml) upon incubation with 1.0 mM of each compound were conducted in a MiniOpticon Real-Time PCR Detection System (Bio-Rad). The fluorescent dye Sypro Orange was used to monitor protein unfolding. The sample plates were heated from 15 to 95 °C, with a heating rate of 0.5 °C/5 sec. Fluorescence intensity was measured within the excitation/emission ranges 470-505/540-700 nm. All the experiments were performed in triplicate, to calculate average TM values and associated standard errors.
Sample
Suramin (DTm of about -13.5°C), NF023 and its analogs 5a and 5b (DTm of about -7°C), and compounds 6 and 7 (DTm of about -3°C) caused a significant effect on the protein conformational stability.
